LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVTRO60419WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.116 4 8 19 rVvB2 25964 29351 1.74% 0.317%
2 1.312 43 69 99 rBv3 313714 1689543 100.00% 18.259%
3 1.579 146 152 167 rVB 86772 109857 6.50% 1.187%
4 2.126 313 322 334 rVB 185302 261308 15.47% 2.824%
5 2.312 373 380 390 rVB 31984 44588 2.64% 0.482%
6 2.650 480 485 499 rvB2 16095 26940 1.59% 0.291%
7 2.794 500 530 565 rBV3 56245 468398 27.72% 5.062%
8 3.759 813 830 844 rBV6 14040 40394 2.39% 0.437%
9 3.978 884 898 935 rBV3 42578 223193 13.21% 2.412%
10 4.399 1014 1029 1053 rBvV 106451 260595 15.42% 2.816%

11 5.093 1229 1245 1278 rBV2 273558 644844 38.17% 6.969%
12 5.662 1408 1422 1442 rBV 194562 398541 23.59% 4_.307%
13 6.077 1538 1551 1553 rBV3 14274 22774 1.35% 0.246%
14 6.116 1553 1563 1577 rVvB2 137573 273294 16.18% 2.953%
15 6.630 1704 1723 1739 rBvV 97765 217201 12.86% 2.347%

16 7.029 1834 1847 1862 rBV2 75234 136172 8.06% 1.472%

17 7.283 1911 1926 1933 rBV2 16850 34374 2.03% 0.371%
18 7.357 1933 1949 1968 rVVv 303799 558585 33.06% 6.037%
19 7.666 2035 2045 2062 rBV2 43445 76380 4._.52% 0.825%
20 7.981 2133 2143 2151 rBV2 12050 20516 1.21% 0.222%

21 8.138 2181 2192 2203 rBV 284398 523704 31.00% 5.660%
22 8.190 2205 2208 2231 rVvVv2 66425 131603 7.79% 1.422%
23 8.894 2413 2427 2455 rBV 286150 522812 30.94% 5.650%
24 9.145 2483 2505 2526 rVB2 89744 163570 9.68% 1.768%

25 9.273 2529 2545 2561 rBV6 14497 38850 2.30% 0.420%
26 9.749 2682 2693 2708 rBvV 41178 74799 4.43% 0.808%
27 10.260 2841 2852 2866 rVvVv 98483 156355 9.25% 1.690%
28 10.473 2911 2918 2932 rBV2 10103 20366 1.21% 0.220%
29 10.981 3067 3076 3086 rBv4 10819 18362 1.09% 0.198%
30 11.083 3098 3108 3123 rBV2 51726 91870 5.44% 0.993%
31 11.196 3130 3143 3152 rBV6 29533 50848 3.01% 0.550%
32 11.292 3162 3173 3191 rVB 288820 461734 27.33% 4_.990%
33 11.572 3250 3260 3278 rBV3 37934 81484 4.82% 0.881%

34 11.672 3279 3291 3311 rVB 279262 465617 27.56% 5.032%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
Title - TRACE VOA SOMO1.0

35 11.823 3327 3338 3345 rBV2 10521 17405 1.03% 0.188%
36 11.865 3345 3351 3366 rVB9 11659 21337 1.26% 0.231%
37 12.019 3391 3399 3414 rVBS8 11415 24906 1.47% 0.269%

38 12.280 3470 3480 3490 rBvV 70234 116627 6.90% 1.260%
39 12.392 3504 3515 3526 rBV 85784 138705 8.21% 1.499%
40 13.678 3903 3915 3931 rBV 125446 196834 11.65% 2.127%

41 14.488 4150 4167 4176 rBVY 8335 20184 1.19% 0.218%
42 15.167 4369 4378 4388 rBV5 15107 28069 1.66% 0.303%
43 15.611 4508 4516 4527 rVB2 18725 27678 1.64% 0.299%

44 16.238 4701 4711 4729 rBV3 75876 152515 9.03% 1.648%
45 16.363 4739 4750 4764 rVB 111199 170198 10.07% 1.839%

Sum of corrected areas: 9253280
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
VVv011232.D

05 Jun 2019 16:23

SY/MD

K3197-04

25ML/MSVOA V/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Propanol, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.79 5.88 ug/L 468398 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 72
2 3-Pentanol 88 C5H120 000584-02-1 40
3 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 40
4 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 40
5 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 38

Abundance Scan 529 (2.791 min): VV011232.D (-500) (-) m/z 59.00 100.00%
59.0
5000
41.0
2.40 2.60 2.80 3.00 3.20
Obrrr I SOO L 2L 851 95910501150 |\ sz 41.00  24.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #859: 2-Propanol, 2-methyl-
59.0
5000 MR AN AR RN R
310 240 2.60 2.80 3.00 3.20
~ 410 m/z 43.00 18.34%
0 15.'0 l | L 50.0 [,
RIS S UL UL SO UL IULIUL SULILS UL B B W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2090: 3-Pentanol
59.0
240 260 280 3.00 3.20
5000 31.0 m/z 39.00 11.70%
41.0
ol 180 ] ‘m 500, | 700 ___87.0
m/z--> 10 20 30 Jo 50 60 70 80 90 100 110 120
Abundance #858: 2-Propanol, 2-methyl- A B e R
59.0 2.40 2.60 2.80 3.00 3.20
m/z 56.95 11.03%
5000
31.0
150 ‘ 41.0
0'"P'M'P'J“"”HM'”I'”'i”"Z49W"”I'”'I'”'I”"P' SRR SRR N SR
m/z--> 10 20 30 50 60 70 80 90 100 110 120 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown-01 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

3.76 0.51 ug/L 40394 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 46
2 Acetoacetic acid. 1-thio-. S-all... 158 C7H1002S 015780-65-1 32
3 Butanal 72 C4H80 000123-72-8 30
4 Butanal 72 C4H80 000123-72-8 27
5 Cyclopropanecarboxamide 85 C4H7NO 006228-73-5 25

Abundance Scan 830 (3.759 min): VV011232.D (-813) (-) m/z 41.00 100.00%
41.0
72.0
5000 57.0
60 117, 330 350 3w 4k
o} m/z 44.00 73.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #646: Butanal
270 440
72.0
5000 LB SR SR
340 3.60 3.80 4.00
15.0 57.0 m/z 43.00 68.36%
0"'|""|""|""'!I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #29863: Acetoacetic acid, 1-thio-, S-allyl ester
43.0
R mamEE S
3.40 3.60 3.80 4.00
5000 270 m/z 72.00 59.30%
69.0
85.0
56.0
e
m/z--> 10 20 30 40 0 70 80 90 100 110 120 130 140 150 160
Abundance #647: Butanal
44.0 3.40 3.60 3.80 4.00
m/z 56.95 48 .05%
72.0
5000 29.0
57.0
15.0 I ] . .
Obrrrprrtrrprr i et b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Butanone, 3,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.63 2.72 ug/L 217201 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 90
2 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 72
3 3-Hexanone 100 C6H120 000589-38-8 72
4 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 50
5 3-Hexanone 100 C6H120 000589-38-8 50

Abundance Scan 1723 (6.630 min): VV011232.D (-1704) (-) m/z 57.05 100.00%
57.0
41.0
5000
100.0
6.20 6.40 6.60 6.80 7.00
0 o e e a0, m/z 41.00  64.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57.0
41.0
5000 SRS RN AN S
6.20 6.40 6.60 6.80 7.00
150 100.0 m/z 43.00 46.29%
ol 83,0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3907: 2-Butanone, 3,3-dimethyl-
57.0
6.20 6.40 6.60 6.80 7.00
5000 41.0 m/z 100.00 23.93%
100.0
15\'0 | ‘ i 83 0
I A I S S S B WL S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3783: 3-Hexanone R e
57.0 6.20 6.40 6.60 6.80 7.00
m/z 38.95 20.26%
5000 100.0
29.0
0'"'P"'I'”'I'7'pP"'I"”I""I”"I"'W""I”"
m/z--> 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 5-t-Butyl-4-methylimidazole Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.14 1.56 ug/L 163570 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-t-Butvl-4-methvlimidazole 138 C8H14N2 146979-50-2 90
2 Cvclopentene. 1.2.3.4.5-pentamet... 138 C10H18 1000154-28-6 87
3 Cvclopentene. 1.2.3.3.4-pentamet... 138 C10H18 197390-29-7 86
1-(2.4-Dimethvl-furan-3-v)-etha... 138 C8H1002 032933-07-6 72
5 1,6,6-Trimethyl-7-(3-oxobut-1-en... 236 C13H1604 1000192-00-9 72
Abundance Scan 2504 (9.141 min): VV011232.D (-2483) (-) m/z 123.00 100.00%
128.0

—

5000
43.0 1381 IIIIIIIIIIIIIIIIIIIIIII
79 170 95.0 | 2071 8.80 9.00 9.20 9.40
O el e 207 sz 43.00 24, 85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17462: 5-t-Butyl-4-methylimidazole
128.0
5000
8.80 9.00 9.20 9.40
410 138.0 m/z 138.10 15.60%
60 8.0 1070
O A i o o A B o I ML L e e e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16965: Cyclopentene, 1,2,3,4,5-pentamethyl-
128.0
R N N ERans
8.80 9.00 9.20 9.40
5000 m/z 124.00 8.28%
81.0
41.0 138.0
ol 26\\\5\70\1070
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #16964: Cyclopentene, 1,2,3,3,4-pentamethy!-
128.0 8.80 9.00 9.20 9.40
m/z 95.00 7.34%
5000
41.0 81.0
138.0
ok ??49..,.. i pAsssxnans. e
m/z--> 20 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 2-Heptanone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

9.75 0.72 ug/L 74799 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Heptanone 114 C7H140 000110-43-0 91
3 2-Heptanone 114 C7H140 000110-43-0 90
4 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 72
5 2-Heptanone 114 C7H140 000110-43-0 72

Abundance Scan 2693 (9.749 min): VV011232.D (-2682) (-) m/z 42.95 100.00%
43.0
5000
71.0
114.0 9.40 9.60 9.80 10.00
o gl 98O MO 2000 T Eg 00 64.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7426: 2-Heptanone
43.0
5000 AR A RS
9.40 9.60 9.80 10.00
27.0 71.0 m/z 71.00 15.98%
0 L i | esp 1130
miz--> % 40 60 80 100 130 140 160 180 200
Abundance #7431: 2-Heptanone
43.0
9.40 9.60 9.80 10.00
5000 m/z 41.00 12 .34%
27.0 71.0
0 L] \‘\ l ‘ 95.0 1140
miz--> % a0 @ 16 30 1o 1 1% 300
Abundance #7429:2—Heptanone L LA LB L N LB N B
43.0 9.40 9.60 9.80 10.00
m/z 39.00 10.18%
5000
27.0 1.0
Olrrrh IJJ"W"'h“"k'l"QQ?'%%f?""I""I' R B B SRR SR SN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 2-Octanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.08 0.99 ug/L 91870 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octanone 128 C8H160 000111-13-7 91
2 2-Octanone 128 C8H160 000111-13-7 91
3 2-Octanone 128 C8H160 000111-13-7 91
4 2-Octanone 128 C8H160 000111-13-7 91
5 2-Octanone 128 C8H160 000111-13-7 87
Abundance Scan 3107 (11.080 min): VV011232.D (-3098) (-) m/z 42.95 100.00%
43.0
58.0
5000
85.0 113.0 128.0 10.80 11.00 11.20 11.40
o...,....,....,....',|:...,..'.'.|,....,....,..'..,..9?,9....,....,....,.... m/z 58.00 77.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12437: 2-Octanone
43.0
58.0
5000 LI SULEULE BULELLE SURBLLN ISUR AL
10.80 11.00 11.20 11.40
710 m/z 41.00 16.67%
o150 200 " 850 g90 1130 1280
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12436: 2-Octanone
43.0
58.0 110.80 11.00 11.20 1140
5000 m/z 71.00 14 .89%
27.0
71.0
oo M T 80650 1130 1280
m/z--> 16 ﬁo 35 45 éo éo 75 85 90 100 1io 150 150
Abundance #12428: 2-Octanone
43.0 580 10.80 11.00 11.20 11.40
m/z 59.00 14 .54%
5000
27.0 1.0
o150 U | | 80950 1130 1280
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 1:'30 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octanal Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.20 0.55 ug/L 50848 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 90
2 Octanal 128 C8H160 000124-13-0 90
3 Octanal 128 C8H160 000124-13-0 72
4 Octanal 128 C8H160 000124-13-0 72
5 Octanal 128 C8H160 000124-13-0 64

Abundance Scan 3144 (11.199 min): VV011232.D (-3130) (-) m/z 41.00 100.00%
41.0
5000
69.0
100.0 LA SN BRI U B
‘ ‘ ” ” L o2 10.80 11.00 11.20 11.40 11.60
0 ..,....,....,..-.!',..!-.,'."l.. ..l!.,'!..-'-.-.:. o N m/z 44.00 89.44%
m/z--> 10 20 30 40 5 70 80 90 100 110 120 130
Abundance #12420. Octanal
43.0
56.0
84.0
5000 29.0 R N R S
69.0 1080 11.00 1120 11.40 11.60
1000 m/z 42.95 86.65%
110.0
..,.1?.‘.’,...!,....|, .-!.a-..:'”il!... . e 1280
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12423: Octanal
43.0
20.0 56.0 o1o 10.80 11.00 11.20 11.40 11.60
5000 : m/z 55.00 71.61%
69.0
100.0110.0
0'W'”'P'“I”'ﬁ'L'PwJI”jﬂu”'ij”l”“ﬂ'”'%'”lﬁgﬁq”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12422: Octanal e o e
a0 o4 10.80 11.00 11.20 11.40 11.60
' m/z 56.05 65.93%
84.0
5000 29.0 69.0
1000
1100
0|||:|I-|5.|(|)||||||||||||||| \ : H H H |||||||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Isobutoxy-2-ethylhexane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.57 0.88 ug/L 81484 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 2-Ethylhexyl hydrogen maleate 228 C12H2004 002370-71-0 53
Abundance Scan 3259 (11.569 min): VV011232.D (-3250) (-) m/z 56.95 100.00%
57.0
5000 41.0
700 83.1
| ‘| L] %8t 1120 11.20 11.40 11.60 11.80
Olrrrprrrrprrrr e ettt e || M/z 41.05 40 29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #50341: 1-lsobutoxy-2-ethylhexane
57.0
42.0
5000 LR DAL DAL SR B
29.0 11,20 11.40 11.60 11.80
' 110 m/z 43.00 37.92%
0 |‘ , " 830 980 120 1550 1430
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
11.20 11.40 11.60 11.80
5000 m/z 55.00 30.06%
43.0
29.0 70.0 830
18.0 \‘\ Ll ‘\ \‘ 95\;0 112.0
O e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13661: 1-Hexanol, Z-Ethyl- L L L L B N LB N B
57.0 11.20 11.40 11.60 11.80
m/z 56.10 23.42%
5000 41.0
29.0
70.0 83.0
m/z--> 10 ﬁo §o 45 55 60 fo 80 90 160 110 120 130 140 1120 11.40 11.60 11.80

SOMVTRO60419WMA .M Fri Jun 07 12:51:49 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 2-Nonanone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.28 1.26 ug/L 116627 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 95
2 2-Nonanone 142 C9H180 000821-55-6 83
3 2-Nonanone 142 C9H180 000821-55-6 64
4 2-0Octanone 128 C8H160 000111-13-7 64
5 2-Heptanone 114 C7H140 000110-43-0 64

Abundance Scan 3480 (12.280 min): VV011232.D (-3470) (-) m/z 42.95 100.00%
43.0
5000
71.0
99.1 142.1 12.00 12.20 12.40 12.60
Obrrrprrrebe el i 20rL 2009 Th/z 58.00  95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19938: 2-Nonanone
58.0
5000
12.00 12.20 12.40 12.60
m/z 41.00 24 .18%
0 290 | 840 1130 1420
mz-> 2 40 60 80 100 130 130 180 180 200 250 230 260
Abundance #19939: 2-Nonanone
58.0
12.00 12.20 12,40 12.60
5000 m/z 71.00 22.67%
29.0 142.0
0 H Ll ! ‘ 84\.\0 113.0 I ‘
m/z--> 2|0 4|0 6|O 8IO 1CI)O 150 14|10 160 180 200 220 24|10 2(|30
Abundance #19937: 2-Nonanone
58.0 12.00 12.20 12.40 12.60
m/z 58.95 22 .43%
5000
27.0
L0 Lm0 so s
m/z--> 2|0 4|0 6|O 8IO 1(|)O 150 140 160 180 200 220 24|10 2(|30 12.00 12.20 12.40 12.60

SOMVTRO60419WMA .M Fri Jun 07 12:51:49 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.39 1.50 ug/L 138705 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 80
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 42
Abundance Scan 3514 (12.389 min): VV011232.D (-3504) (-) m/z 56.95 100.00%
410 570
5000
70.0 820 981
| | ||| ” || 114.0 12.00 12.20 12.40 12.60 12.80
o) o [ OO U P — m/z 40.95 93.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
410 570
29.0
5000 SR AR BN
00 80 o930 1200 12.20 12,40 12.60 12.80
m/z 43.00 60.99%
” | | 114.0
Oty ”'IJL '”'I!” l"' ”'JI”' T "1352"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19919: Nonanal
410 570
20.0 12.00 12.20 12.40 12.60 12.80
5000 ‘ 70.0 98.0 m/z 56.00 59.81%
82.0
obtzo W U L Bt%use w20
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19922: Nonanal
57.0 12.00 12.20 12.40 12.60 12.80
41.0 m/z 54.95 52.00%
98.0
5000 29.0 70.0 820
114.0
m/z--> 10 20 30 40 50 60 70 mgomumnomum nmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.68 2.13 ug/L 196834 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.8-Dioxabicvclol3.2.11loctane. 1... 142 C8H1402 028401-39-0 22
2 Heptane. 4-ethvl- 128 C9H20 002216-32-2 22
3 6-Dodecanone 184 C12H240 006064-27-3 16
4 3-n-Propvl-5-methvlhexan-2-one 156 C10H200 1000202-22-8 14
5 Pyrrolidine, l-acetyl- 113 C6H11NO 004030-18-6 14
Abundance Scan 3916 (13.681 min): VV011232.D (-3903) (-) m/z 43.00 100.00%
43.0
5000
142.1
1001544
| 67.0 81.0 | 127.1 1841 13.40 13.60 13.80 14.00
o SN NS RS R a3 m/z 142.10 38.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19854: 6,8-Dioxabicyclo[3.2.1]octane, 1,5-dimethyl-, (1S)-
43.0
72.0
5000 LI B BN S B
13.40 13.60 13.80 14.00
m/z 100.10 33.56%
27.0
0 |.|.I. .|i|'l .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12675: Heptane, 4-ethyl-
43.0 57.0
13.40 13.60 13.80 14.00
5000 m/z 113.10 27 .09%
85.0
29.0 99.0
0 |"J"‘m*"‘hl'7ﬂp'l' "'?l" "|{2?9'|' L N A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48711: 6-Dodecanone e AR EmE
43.0 13.40 13.60 13.80 14.00
580 216 m/z 41.00 22 .16%
5000 29.0 99.0 1930
85.0
0 ‘ ‘ \‘\H ol L ‘\ el “ 12§.014:\I-'0 184'0
mz-> 20 40 60 80 100 120 140 160 180 13.40 13.60 13.80 14.00

SOMVTRO60419WMA .M Fri Jun 07 12:51:50 2019 Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.24 1.65 ug/L 152515 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 96
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 94
4 Calarene epoxide 220 C15H240 1000151-46-0 38
5 Thiocoumarin, 4,4,6,8-tetramethyl- 220 C13H160S 1000128-90-3 38
Abundance Scan 4712 (16.241 min): VV011232.D (-4701) (-) m/z 177.10 100.00%

16.00 16.20 16.40 16.60
0f m/z 40.95 79.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0
41.0

5000 R e e e AR
16. 00 16. 20 16. 40 16 60

m/z 220.10 52.31%

177.1
41.0
. , 220.1
5000

o 203,0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0
220.0 SR B, © L S —
41.0 16.00 16.20 16.40 16.60
5000 m/z 67.00 51.95%
67.0 135.0
95.0 ‘
15%0
Ot “ H il i .Hi“u M ,‘.‘ Mll?‘j? : ‘.“l“, pele ‘,“l‘ r ‘ ‘ 2(,)’0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177.0 220.0 16.00 16.20 16.40 16.60
m/z 134.95 50.22%
41.0
5000 67.0 135.0
159.0
o) ||||||||||||| ‘H H 3\” “H " M‘\\I H\‘ I‘\\‘\ II‘ ek |‘||| —_
m/z--> 20 40 60 100 120 140 160 180 200 220 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV060519\
Data File : VV011232.D

Aca On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Butylated Hydroxytoluene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.36 1.84 ug/L 170198 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 98
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 91
4 Phenol. 4.6-di(1.1-dimethvlethvl... 220 C15H240 000616-55-7 87
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
Abundance Scan 4749 (16.360 min): VV011232.D (-4739) (-) m/z 205.10 100.00%
205.1
5000 }\
570 91.0 145 1 UANRAA PSRN SRR BN
15.0 177.1 16.00 16.20 16.40 16.60
0||||||3|5|||||'I|I||'I|||I'|I|n| illnll |I|II |III ||||||||'||||||||'|||||||||||||2|8|0|'|9| m/z 220_15 23_70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205.0
5000 LU DU LR B
16.00 16.20 16.40 16.60
m/z 57.00 22 .46%
570 g1.0 105.0 1450 4270
0 ...|....||...'.|.'..."||..l.'.|.l..I."|'.!“.'.|'....|'....|..'.. R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77553: Butylated Hydroxytoluene
205.0
16.00 16.20 16.40 16.60
5000 m/z 41.00 17.56%
57.0
200 ‘ 810 1050 14“50 17‘70 ‘
o) A Y PR Y PO ”\” .‘..‘.”.l‘.‘.‘.... \”” Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77556: Butylated Hydroxytoluene o RRERE EEEEE S
205.0 16.00 16.20 16.40 16.60
m/z 206.10 14 .64%
5000
200 °10 8101050 1450 1770 |
iz %0 b 6 80 150 110 180 150 14 200 230 240 260 280 | | 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV060519\
Data File : VV011232.D

Acq On : 05 Jun 2019 16:23

Operator : SY/MD

Sample : K3197-04

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO60419WMA .M
TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Propanol, 2-met... 2.79 5.9 ug/L 468398 1 5.66 398541 5.0
unknown-01 3.76 0.5 ug/L 40394 1 5.66 398541 5.0
2-Butanone, 3,3-d... 6.63 2.7 ug/L 217201 1 5.66 398541 5.0
5-t-Butyl-4-methy. .. 9.14 1.6 ug/L 163570 2 8.89 522812 5.0
2-Heptanone 9.75 0.7 ug/L 74799 2 8.89 522812 5.0
2-Octanone 11.08 1.0 ug/L 91870 3 11.29 461734 5.0
Octanal 11.20 0.6 ug/L 50848 3 11.29 461734 5.0
1-Isobutoxy-2-eth... 11.57 0.9 ug/L 81484 3 11.29 461734 5.0
2-Nonanone 12.28 1.3 ug/L 116627 3 11.29 461734 5.0
Nonanal 12.39 1.5 ug/L 138705 3 11.29 461734 5.0
unknown-02 13.68 2.1 ug/L 196834 3 11.29 461734 5.0
2,5-Cyclohexadien... 16.24 1.6 ug/L 152515 3 11.29 461734 5.0
Butylated Hydroxy... 16.36 1.8 ug/L 170198 3 11.29 461734 5.0
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